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(57)Abstract: 

PURPOSE: To facilitate fixing of a parent ion by determining the candidates 
thereof by making reference to the database of structure establishing rules 
storing rules for establishing the parent ion from each type of daughter ion and 
detached group. 

CONSTITUTION: A peak analysis section extracts peak ion candidates and 
detached group candidates regarding all peaks, and the data of the extraction is 
sent to a parent ion estimation section. In addition, a parent ion estimation section 
first prepares the combinations of daughter ions and detached groups likely to 
become mass, on the basis of the data of mass spectra, and ion and leaving group 
candidates. Thereafter, the estimation section calculates the possibility of the 
combinations, referring to rules in the database of structure establishing rules, 
regarding each of possible combinations. Also, the estimation section estimates 
the structure of parent ions according to the order of high probability by referring 
to the peak height of mass spectra. Finally, parent ion candidates resulting from 
the estimation are shown on a display in the order of high probability. 
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